Abstract C9H10N4O4, monoclinic, P\2\Jn\ (no. 14), a = 9.542(1) Ä, b = 7.2415(9) A, c = 14.446(2) Ä, β = 98.657(2)°, V= 986.8 A 3 , Ζ = 4, R#(F) = 0.053, wR^F 2 ) = 0.138, Τ = 298 Κ.
Source of material
The title compound was prepared by the hydrocarbylation of theophylline (1.8 g, 10 mmol) and bromoacetic acid (9 mmol, 1.25 g) in the presence of tetrabutylammonium bromide catalyst (0.3 g). The reaction was carried out in a 630 W microwave oven for 1 min. Single crystals were obtained by recrystallization from ethanol solution.
Discussion
Xanthine derivatives are the naturally occurring drugs which find use as central nervous system stimulants. Caffeine, theophylline and theobromine are methyl derivatives of xanthine. Chemically theophylline is 1,3-dimethyl xanthine; caffeine -1,3,7-trimethyl xanthine; theobromine -3,7-dimethyl xanthine. Recently, more and more attention has been paid on the three alkaloid owing to their significant physiological effects, such as strong diuresis, cardiac stimulation as well as arterial dilation and are useful products in the food and pharmaceutical industries [1] [2] [3] . This has stimulated our interest in its derivatives and a derivative of theobromine, ethyl theobromineacetate [4] . To extend this research, we have synthesized a derivative of theophylline, theophylline-7-yl acetic acid, and determined its crystal structure. 
